C 6 H 14 ClNO 2 ,orthorhombic, P2 1 2 1 2 1 (no. 19), a =5.9023(2) Å, b =7.2617(2) Å, c =21.5387(7) Å, V =923.2 Å 3 , Z =4, R gt (F) =0.026, wR ref (F 2 ) =0.070, T =200 K.
Discussion
Amino acids are an important class of biomolecules. Their molecular set-up of an amino group in a-position to acarboxylic acid group denotes them as an important class of chelate ligands offering a N,O-set of donor atomsfor avast variety of main group elements and transition metals. Depending on the pH-value, they mayact as mono-or bidentate ligands capable of forming fivemembered chelate rings. Furthermore, they may act as strictly neutral as well as anionicorcationicligands. Althoughanumber of studiesfocussed on the complexation behaviour of amino acids has been conducted, the knowledge about the coordination behaviour of the esters of amino acids is scant. Although the crystal structure of the title compound has been deposited with the Cambridge Structural Database as ap rivate communication [2] ,n o thorough discussion pertaining thereof is apparent in the literature. At the beginning of abigger study aimed at gathering knowledge about the coordination behaviour of amino acid esters, we therefore determined the crystal structure of the title compound to allow for comparative studies in envisioned coordination compounds. The title compound is the hydrochloride of the methyl ester of Lvaline. Protonation took place on the amino group. The asymmetric carbon atom is (S)-configured.One of themethylgroups on thebackbone of theamino acid is disordered over twopositionswithoccupanciesof0.69:0.31 whichissimilar to thefindings of Jaeger et al., where aratio of 0.72:0.28 was given among the deposited data [2] . Protonation of the amino group prevents resonanceinthe amidemoietywhich becomes apparent by aC=O bond length of only 1.194(2) Åa nd ab ond length of d(C(NH 3 )-C(O 2 )) =1.521(2) Å. While these two bond lengths obtained in this low-temperature study are invariably longer than theo neso btainede arlier at room temperature -J aeger et al. reported values of approximately1.18 Åand 1.51 Å, respectively [2] -the other bond legths in the title compound are not affected to asignificant degree by the change of temperature. In the crystal structure, all hydrogen atomso ft he NH 3 + substituent act as donors in hydrogen bonds that invariably have chloride anions as acceptor. Apartfromthese classicalhydrogen bonds, C-H×××Cl contacts can be observed whose range falls by more than 0.1 Åb elow the sum of van-der-Waals radii of the atomsparticipating. The latter contacts are supported by one of the hydrogen atomsonthe methyl group on the backbone of the amino acid that does not show disorder. The chloride anions therefore serve as fourfold acceptors. In total, these hydrogen bonds connect the components of the title compound to infinte strands along the crystallographic a axis with the hydrophobic parts of the molecule forming the outside lining of these strands. Adescription of the hydrogen bonding system in terms of graphseta nalysis [ 3, 4] necessitates a DDD descriptor on theu nitary levelfor theclassical hydrogen bondswhile theC-H×××Cl contacts can be described by a D descriptor on thesamelevel. 
